LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF083118\

Data File : BF108723.D

Aca On : 1 Sep 2018 7:22 Instrument :

Operator : JU/SJ ?:'l\:gﬁ't:Sam ol

3‘?”‘0'6 : J4729-09 082918-DBRFI)-F-U-M
isc :

ALS Vial : 35 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF083018 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total

5.672 560 567 568 rBv2 28548 52435 2.22% 0.395%
6.660 728 735 739 rBV 49139 98169 4.16% 0.739%
rvv 361278 965990 40.94% 7.269%
7.007 790 794 815 rvV 124473 384572 16.30% 2.894%
7.154 815 819 872 rVB 1110342 1889928 80.10% 14.222%
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7.566 885 889 912 rBV 399364 1142849 48.44% 8.600%
8.284 1007 1011 1040 rBV 141403 406856 17.24% 3.062%
rBvV 1392091 2224254 94 .27% 16.737%
9.742 1253 1259 1264 rBV 39985 61867 2.62% 0.466%
10.042 1306 1310 1322 rBV 270096 395534 16.76% 2.976%
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11 10.695 1418 1421 1428 rVB 33475 40203 1.70% 0.303%
12 10.836 1441 1445 1457 rBV 354683 719934 30.51% 5.417%
13 11.542 1561 1565 1587 rBV 251109 477093 20.22% 3.590%
14 13.119 1829 1833 1855 rBV 1975453 2359342 100.00% 17.754%

15 13.319 1864 1867 1872 rBV 46533 41551 1.76% 0.313%
16 13.660 1922 1925 1928 rBV 76124 72339 3.07% 0.544%
17 13.989 1978 1981 1989 rVB 102245 94972 4._.03% 0.715%

18 14.195 2012 2016 2026 rBV 371826 537475 22.78% 4.044%
19 14.307 2031 2035 2039 rBvV 148834 124057 5.26% 0.934%
20 14.613 2084 2087 2091 rBV 157777 134457 5.70% 1.012%

21 14.936 2138 2142 2149 rBV 134450 147238 6.24% 1.108%
22 15.018 2152 2156 2161 rVB 50026 53520 2.27% 0.403%
23 15.295 2199 2203 2212 rBV 112860 150310 6.37% 1.131%
24 15.707 2268 2273 2276 rBV 100585 137632 5.83% 1.036%
25 15.754 2276 2281 2291 rVB 181577 331644 14.06% 2.496%

26 16.171 2347 2352 2358 rBV 73520 118282 5.01% 0.890%

27 16.718 2440 2445 2451 rBV 46587 81128 3.44% 0.610%
28 17.365 2550 2555 2565 rVB3 19866 45594 1.93% 0.343%
Sum of corrected areas: 13289225
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF083118\

Data File : BF108723.D

Aca On : 1 Sep 2018 7:22

Operator : JU/SJ

ﬁ?gg le J4729-09 082918-DBRI-F-U-M
ALS Vvial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF083018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF108723.D

1500000

7.15
1000000

500000 6.77

5.67

0

T ™
5.00 5.50
TIC: BF108723.D

Time-->
Abundance

1500000 9.35

1000000

500000
10.84

11.54
10.70
T T

10.50 11.00 11.50 12.00
TIC: BF108723.D

13.32

0 — T T T

|
8.00 10.00

12.50

Time--> 13.00

Abundance

1500000
1000000

500000 14.19

1431 14.61 15.75
13.66 13.99 1200 15/'\29 LWQ 16,17

ol
Time--> 13.50 14.00

16,72 17.37

17.50

=
18.00

17.00

16.50

14.50

T
15.00 15.50

16.00

T
18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF083118\

Data File : BF108723.D

Aca On : 1 Sep 2018 7:22

Operator : JU/SJ

ﬁ?ggle i J4729-09 082918-DBRI-F-U-M
ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 unknown6.77 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.77 50.24 ng 965990 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
Abundance Scan 754 (6.772 min): BF108723.D (-751) (-) m/z 132.00 100.00%
13%.0
5000 68.0 ]L
400 549 60 20 J o0 68 650 700 720
0! T R e m/z 68.05 45 . 70%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0

5000 LA L L L L L L L I
6.40 6.60 6.80 7.00 7.20
33.0 105.0 m/z 134.00 33.57%
51.0 700 86.0
O~rrﬁL~rLHﬁr}-Lmjw—vJ1—m—J—rrerrrrrJ.,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
B R e RABBAR
74.0 6.40 6.60 6.80 7.00 7.20
5000 980 1160 m/z 66.10 28.74%
S SMSSSS WU fri N &
m/z--> 20 40 60 100 120 140 160 180
Abundance #14511. (5 Methyl-2-pyridyl)acetonitrile
132.0 6.40 6.60 6.80 7.00 7.20

m/z 69.10 17.78%

5000
39.0 65.0 0 ‘
0 l m M ‘ Il \‘ 1q6 0 ‘

m/z--> 20 40 60 80 100 120 140 160 180 6.40 6. 60 6. 80 7. OO 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF083118\

Data File : BF108723.D

Aca On : 1 Sep 2018 7:22

Operator : JU/SJ

ﬁ?ggle i J4729-09 082918-DBRI-F-U-M
ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 Triethyl citrate Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.70 2.03 ng 40203 Acenaphthene-d10 10.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 83
2 1-Amino-2-methvilnaphthalene 157 C11H11N 002246-44-8 50
3 3-Chloro2-fluorobenzoic acid. 6-... 342 C19H28CIF02 1000338-64-1 38
4 3-Chloro2-fluorobenzoic acid. 4-... 356 C20H30CIF02 1000338-64-4 36
5 3-Chloro2-fluorobenzoic acid, 3-... 342 C19H28CIF02 1000338-63-8 36
Abundance Scan 1422 (10.701 min): BF108723.D (-1418) (-) m/z 157.00 100.00%
157.0
5000
115.1
B8O oo 1390 203.0 15140 1060 1080 11,00
0 S - m/z 115.10 31.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #123851: Triethyl citrate
157.0
5000 115.0
29.0 10.40 10.60 10.80 11.00
0.0 87.0 2030 m/z 43.05 13.76%
| R W A NS N AN O -
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29218: 1-Amino-2-methylnaphthalene
157.0
10.40 10.60 10.80 11.00
5000 m/z 129.00 10.75%
129.0
0 28.0 510 8. 102.0 L.
mz> 20 4 60 8 100 130 140 160 180 200
Abundance #178258: 3-Chloro2-fluorobenzoic acid, 6-dodecyl ester
157.0 10.40 10.60 10.80 11.00
m/z 203.00 10.43%
5000
43.0 69.0 wonﬂﬂ@o ‘Fﬁﬁmo
0:: —TT |||‘| ||‘||‘l|||||‘|| NP —T ——+h — T N e R
m/z--> 20 45 60 80 100 120 150 160 180 200 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF083118\

Data File : BF108723.D

Aca On : 1 Sep 2018 7:22

Operator : JU/SJ

ﬁ?ggle i J4729-09 082918-DBRI-F-U-M
ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Heneicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.66 2.69 ng 72339 Chrysene-di12 14.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Octacosane 394 C28H58 000630-02-4 90
5 Hexadecane 226 C16H34 000544-76-3 90
Abundance Scan 1925 (13.660 min): BF108723.D (-1922) (-) m/z 57.05 100.00%
57.0
5000
99.0 DAL LA A
13.40 13.60 13.80 14.00
141.1
0 o g fAEL 2080 2810 0 Tnzz 43.10 73.22%
miz--> 0 50 100 150 200 250 300 350
Abundance #141425: Heneicosane
57.0
5000 LN BRI UL BRI
Bmmmmmmm
99.0 m/z 71.10 60.58%
oL 7L L1y 2410 amm0 220 ssromee
miz--> 0 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
| 13.40 13.60 13.80 14.00
5000 m/z 85.10 44 .15%
0 270 | | 199|0‘ 141.0 1830 225.0 267.0 323.0 380.0
miz--> 0 §o 160 1éo 200 250 300 350
Abundance #94345: Heptadecane
57.0 13.40 13.60 13.80 14.00
m/z 41.10 26.73%
5000
99.0
miz--> 0 §o 160 1éo 260 2%0 360 3%0 1340 1360 1380 1400
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF083118\

Data File : BF108723.D

Aca On : 1 Sep 2018 7:22

Operator : JU/SJ

ﬁ?ggle i J4729-09 082918-DBRI-F-U-M
ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Octacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.99 3.53 ng 94972 Chrysene-di12 14.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Nonadecane 268 C19H40 000629-92-5 87
4 Tetradecane 198 C14H30 000629-59-4 87
5 Pentadecane 212 C15H32 000629-62-9 87

Abundance Scan 1981 (13.989 min): BF108723.D (-1978) (-) m/z 57.10 100.00%

L

_rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_r
13.60 13.80 14.00 14.20 14.40
m/z 43.05 70.07%

o 113.1 4692 281.1

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #209566: Octacosane ‘/LA\/\NJ

5000 S T A
13.60 13.80 14.00 14.20 14.40

m/z 71.10 54 .43%

113.0 1690 225.0 281.0 337.0 394.0

04
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241527: Tetratetracontane
57.0
13.60 13.80 14.00 14.20 14.40
5000 m/z 85.10 42.64%

l

1130 169.0 225.0 281.0 337. 03930 4630 56106150

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #117638: Nonadecane
57.0 13.60 13.80 14.00 14.20 14.40
m/z 41.05 24 _87%
5000
ol LT 169.0 22202680
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 13. 60 13. 80 14. 00 14. 20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF083118\

Data File : BF108723.D

Aca On : 1 Sep 2018 7:22

Operator : JU/SJ

ﬁ?ggle i J4729-09 082918-DBRI-F-U-M
ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Hexacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .31 4.62 ng 124057 Chrysene-di12 14.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Eilcosane 282 C20H42 000112-95-8 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Hexatriacontane 507 C36H74 000630-06-8 91
5 Eicosane, 9-octyl- 394 C28H58 013475-77-9 91

Abundance Scan 2036 (14.313 min): BF108723.D (-2031) (-) m/z 57.05 100.00%

57.0

131 14. 00 14.20 14.40 14.60
\ 1411]_692 239.2
o..-.,.-l”1 ore 20702892 811 m/z 43.10 72.80%

m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
85.0 kv”’

5000 R R
14.00 14.20 14.40 14.60

m/z 71.05 60.36%

29.0
o ﬂ13°14101690197022502530 295.0323.0 367.0
S e e o=
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0 k,ﬁﬂ
14.00 14.20 14.40 14.60
5000 m/z 85.10 48.05%
85.0
29.0
o ‘ ﬂ13°141016901970225025302820
: e e o e e
m/z--> 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0 14.00 14.20 14.40 14.60
m/z 55.05 25.07%
5000
85.0
20.0 LVWW
0 | | 113.0141.0169.0197.0225.0253.0281.0  323.0351.0380.0
e e e e o e
m/z--> 50 100 150 200 250 300 350 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF083118\

Data File : BF108723.D

Aca On : 1 Sep 2018 7:22

Operator : JU/SJ

ﬁ?ggle i J4729-09 082918-DBRI-F-U-M
ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Heptacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.94 5.48 ng 147238 Chrysene-di12 14.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Octadecane 254 C18H38 000593-45-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 2143 (14.942 min): BF108723.D (-2138) (-) m/z 57.10 100.00%
57.1
5000
BL s 160 1480 1500 1520 "
ol b by 992 tern  ast1 T A3 10 67.60%
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57.0
5000 LA SRR SN BN B
14.60 14.80 15.00 15.20
m/z 71.10 57 .92%
o 270} . | “ | _}4} 0. 1830 2250 267.0 309.0 351.0380.0
m/z--> 50 100 150 260 250 300 350
Abundance #105884: Octadecane
57.0 JMJ
14.60 14.80 15.00 15.20
5000 m/z 85.05 40.98%
99.0
0 270} | |y . 1410 183.0 225.0254.0
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0 14.60 14.80 15.00 15.20
m/z 55.10 23.58%
5000
99.0
oL 20 | ,\ 1410‘ 183.0 2250 267.0296.0 “A”J
m/z--> 50 100 15 200 250 300 350 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF083118\

Data File : BF108723.D

Aca On : 1 Sep 2018 7:22

Operator : JU/SJ

ﬁ?ggle i J4729-09 082918-DBRI-F-U-M
ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 Squalene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.02 3.23 ng 53520 Perylene-di12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91
3 4.8.12-Tetradecatrienal. 5.9.13-... 248 C17H280 066408-55-7 72
4 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 64
5 2,6,10-Dodecatrien-1-ol, 3,7,11-... 222 C15H260 004602-84-0 59
Abundance Scan 2156 (15.018 min): BF108723.D (-2152) (-) m/z 69.05 100.00%
69.0
5000 A I l
s8lo 07.0137.1 1480 15.00 15.20 15.40
ol i.... o e . m/z 81.05 49.10%
m/z--> 50 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
5000 L S BB I B
14.80 15.00 15.20 15.40
m/z 41.05 31.57%
oL L] }07 0137? 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
1480 15.00 15.20 15.40
5000 m/z 68.10 13.61%
ol28. o’ L }07 191.0 231.0 273.0 341.0 410.0
m/z--> §o 100 150 200 250 300 350 400
Abundance #100905: 4,8,12-Tetradecatrienal, 5,9,13-trimethy!-
69.0 14.80 15.00 15.20 15.40
m/z 95.10 11.88%
5000
136.0
0 239‘ ‘\ | 1050, | 177.0 21502480
m/z--> " 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF083118\

Data File : BF108723.D

Aca On : 1 Sep 2018 7:22

Operator : JU/SJ

ﬁ?ggle i J4729-09 082918-DBRI-F-U-M
ALS Vial : 35 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018_.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.72 4.89 ng 81128 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Octacosane 394 C28H58 000630-02-4 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 2-methyloctacosane 408 C29H60 1000376-72-8 87
Abundance Scan 2445 (16.718 min): BF108723.D (-2440) (-) m/z 57.10 100.00%
57.1
AU A SRR
13.1 16.40 16.60 16.80 17.00
169.2 267.0
QLN W R 8 A8 Pt U m/z 43.05 58.31%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #129490: Eicosane
57.0
5000 UL BRI SIS B SULE
16 40 16. 60 16. 80 17.00
13.0 m/z 71.10 53.40%
o ]] “ ,169.0 2250 282.0
m/z--> 6 55 160 150 200 250 300 350 400 4éo 560 séo 660
Abundance #241528: Tetratetracontane
57.0
16,40 16.60 16.80 17.00
5000 m/z 85.05 42 .13%
13.0 1600
ol b4 T 17200 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane
57.0 16.40 16.60 16.80 17.00
m/z 55.05 21 .50%
5000

113.0 169.0 225.0 281.0 337.0 394.0

O e e e o o e N

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 16 40 16. 60 16. 80 17. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF083118\

Data File : BF108723.D

Aca On : 1 Sep 2018 7:22

Operator : JU/SJ

ﬁ?ggle i J4729-09 082918-DBRI-F-U-M
ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 Sulfurous acid, butyl octad... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.37 2.75 ng 45594 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. butvl octadecvl ... 390 C22H4603S 1000309-18-5 59
2 Sulfurous acid. butvl pentadecvl... 348 C19H4003S 1000309-18-2 59
3 Sulfurous acid. butvl hexadecvl ... 362 C20H4203S 1000309-18-3 59
4 Hexatriacontane 507 C36H74 000630-06-8 53
5 Tetracosane 338 C24H50 000646-31-1 53
Abundance Scan 2556 (17.371 min): BF108723.D (-2550) (-) m/z 57.10 100.00%
57.1
5000 85.1

163.0 207.1 281.1 17.00 17.20 17.40 17.60

o} m/z 43.10 49 .28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #207558: Sulfurous acid, butyl octadecy! ester
57.0
5000 LA L L L L L L B
85.0 17.00 17.20 17.40 17.60
m/z 71.10 45_.20%
29.0 111.0
o L 139.0 169.0 197.0 224.0 253.0 287.0 317.0
et
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #182578: Sulfurous acid, butyl pentadecy! ester
57.0
R Amma L
17.00 17.20 17.40 17.60
5000 m/z 85.10 44 . 79%
85.0
29 0
o ‘ ‘ ‘ I 111 0 141 0 182.0 211 0 263.0
”u,””P.HP”.P”.P”w.”.”..”” AN RamaE LSRR e L e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #191844: Sulfurous acid, butyl hexadecyl ester
57.0 17.00 17.20 17.40 17.60
m/z 99.10 23.61%
5000
85.0
29 0
o ‘ h 111-0 139.0 1690 196.0 2250 250.0 289.0
,.uq.nq.nq.uq.u.vu..u..”..”..”..”..”..”..”..”.. T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 17.00 17.20 17.40 17.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF083118\

Data File : BF108723.D

Acq On : 1 Sep 2018 7:22

Operator : JU/SJ

3?22'6 i J4729-09 082918-DBRI-F-U-M
ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6.77 6.77 50.2 ng 965990 1 7.01 384572 20.0
Triethyl citrate 10.70 2.0 ng 40203 3 10.04 395534 20.0
Heneicosane 13.66 2.7 ng 72339 5 14.20 537475 20.0
Octacosane 13.99 3.5 ng 94972 5 14.20 537475 20.0
Hexacosane 14 .31 4.6 ng 124057 5 14.20 537475 20.0
Heptacosane 14.94 5.5 ng 147238 5 14.20 537475 20.0
Squalene 15.02 3.2 ng 53520 6 15.75 331644 20.0
Eicosane 16.72 4.9 ng 81128 6 15.75 331644 20.0
Sulfurous acid, b... 17.37 2.8 ng 45594 6 15.75 331644 20.0
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